C 27 H 23 F 2 N 3 S, 0.5(C 3 H7NO), monoclinic, C2/c (no. 15), a = 25.1579(10) Å, b = 9.9356(4) Å, c = 20.1799(7) Å, β = 91.741(4)°, V = 5041.8(3) Å 3 , Z = 8, Rgt(F) = 0.0508, wR ref (F 2 ) = 0.1385, T = 296(2) K.
CCDC no.: 1920908
The molecular structure is shown in the figure. Table 1 contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters. 
Source of material
The title compound was synthesized from reaction of equimolar quantities of 7-(4-fluorobenzylidene)-3-(4-fluorophenyl)-3, 3a,4,5,6,7-hexahydro-2H-indazole and phenyl isothiocyanate in anhydrous ethanol under reflux for 2 h. The crude product was collected by filtration, washed with ethanol and recrystallized from dimethylformamide to give the title compound in 82% yield as colourless crystals (Mp. 228-230°C).
Experimental details
All hydrogen atoms were placed in calculated positions and refined using a riding model. The N-H bond was fixed at 0.86 Å (AFIX 43 instruction in SHELXL [2, 3] ), with displacement parameters set to 1.2 times Ueq(N). C-H distances for sp 2 carbon atoms were set to 0.93 Å (AFIX 43) and U iso (H) set to 1.2 times Ueq(C). The methine C-H distance was set to 0.98 Å (AFIX 13) and U iso (H) set to 1.2 times Ueq(C). The methylene C-H distances was set to 0.97 Å (AFIX 23) and U iso (H) set to 1.2 times Ueq(C). Methyl C-H distances were set to 0.96 Å and U iso (H) set to 1.5 times Ueq(C) with the group allowed to rotate about the C-C bond (AFIX 137). The dimethylformamide molecule lies on a two-fold rotation axis and was refined with restrained geometry and displacement parameters (DFIX, SIMU).
Comment
Pyrazole containing compounds are an essential core scaffold in many natural products and show various biological activities [5] [6] [7] . Several synthetic pathways have been reported for the synthesis of pyrazoles [8] [9] [10] .
The asymmetric unit consists of one molecule of the title compound and half a molecule of dimethyl formamide solvent located on a two-fold rotation axis (see the figure) . Geometric parameters are all in the expected ranges [11] . The molecule consists of two fluorophenyl groups [A (F1, C1-C6) and D (F2, C22-C26)], a hexahydroindazolyl group [B (N1, N2, C7-C13)] and a phenyl group [C (C15-C20)]. The cyclohexane segment (C8-C13) of B is in chair conformation. The pyrazolyl ring of B assumes an envelop conformation although it is nearly planer with the flap (C7) deviating by only 0.132(3) Å from the plane of the rest of the ring (C8, C9, N1, N2). An intramolecular contact is observed (N3-H3A· · · N2) and the same hydrogen atom also interacts with the DMF solvent molecule (N3-H3A· · · O1). C-H· · · F and C-H· · · S interactions form an extended network in the crystal structure. Edgeto-face interaction occurs between the phenyl (C) and fluorophenyl (D) rings with a centroid-to-centroid distance of 5.1 Å.
